Key indicators: single-crystal X-ray study; T = 153 K; mean (C-C) = 0.002 Å; R factor = 0.037; wR factor = 0.092; data-to-parameter ratio = 18.9.
The dihedral angle between the planes of the two aromatic rings of the title compound, C 16 H 13 N 3 S, is 56.7 (3) . The crystal packing is stabilized by intermolecular N-HÁ Á ÁN hydrogen bonds, which link the molecules into chains along [111] . Table 1 Hydrogen-bond geometry (Å , ). then filtered to give the title compound. The product was recrystallizated from ethanol to give yellow crystalline powder (m.p. 501-503 K). 50 mg of the product was dissolved in a mixed solvent (ethanol:petroleum ether 1:3) and was kept at room temperature for 4 days to give pale yellow single crystals.
Related literature
Spectral data: IR (KBr): 3393, 3344, 2217, 1656, 1544, 1432, 1284, 836, 770, 698 
Refinement
Carbon-bound H atoms were included in the riding model approximation with C-H distances of 0.95-0.98 Å, and with U iso (H) = 1.2 U eq (C) or 1.5 U eq (C) for methyl groups. H atoms that are bonded to N2 were located by the difference Fourier method and were refined independently with isotropic displacement parameters. Fig. 1 . ORTEP diagram of (I) with ellipsoids drawn at the 50% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.29042 (4) −0.05634 (4) 0.85224 (4) 0.02678 (11) (7) 0.0192 (6) 0.0025 (5) −0.0073 (5) −0.0084 (5) C13 0.0156 (5) 0.0222 (7) 0.0205 (6) −0.0007 (5) −0.0068 (5) −0.0094 (5) C14 0.0232 (6) 0.0193 (7) 0.0172 (6) −0.0013 (5) −0.0070 (5) −0.0046 (5) C15 0.0262 (7) 0.0279 (8) 0.0243 (7) −0.0018 (6) −0.0132 (6) −0.0054 (6) C16 0.0481 (10) 0.0412 (10) 0.0213 (7) 0.0046 (7) −0.0064 (7) −0.0119 (7) Geometric parameters (Å, °) S1-C4 1.7778 (13) C7-C12 1.3908 (18) S1-C16 
